) 2 ]/ (n-p)] 1/2 where n = number of independent reflections and p = number of parameters refined.
The geometry of Cp 2 Ti[N(O)NCMeCMe] was adapted from a refined crystal structure of Cp* 2 Ti(N(O)NCPhCPh), where all methyl groups on the Cp* have been replaced with H and phenyl groups on the metallacycle have been replaced with methyls. For the complex Cp 2 Zr[N(O)NCMeCMe] species, the optimized Ti structure was used as reference, and then optimized. In the case of M = Ti, the experimental value (with error) is shown in parenthesis. Distances are reported in Å and angles in degrees.
